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290 oompεrisonHofHqxperimentεlHεndHoεlculεtedHtyperfineHoouplingHoonstεntsVH±hichH“εdicεlsHmreH
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qnergiesVHJournalhofhthehAmericanhChemicalhSocietyTH1995THYYcTHddYbUddZZ 16.4 35

244 –heoreticεlHstudyHofHmetεstεπleHzZo†HisomersVHzewHcεndidεtesHforHhighHenergyHmεteriεlskVH
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ozp†Wn±VHPεrtHuuVHpiεtomicsVHJournalhofhthehChemicalhSocietyhDaltonhTransactionsTH1972THcdUdY 33
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inHsmεllHwεterHclustersVHJournalhofhPhysicalhChemistryhATH2012THYYbTH[e]bUaY 2.8 31
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232 yodelingHtheHreductionHofHhydrogenHperoxideHπyHglutεthioneHperoxidεseHmimicsVHJournalhofhPhysicalh
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”econdεryHtWpHisotopeHeffectsHεndHtrεnsitionHstεteHloosenessHinHnonidentityHmethylHtrεnsferH
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JournalhofhthehAmericanhChemicalhSocietyTH1993THYYaTHYXY]cUYXYaZ

16.4 30
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228 –heHeffectHofHelectronHcorrelεtionHonHtheHelectronHdensityHdistriπutionsHofHmoleculesfHoompεrisonH
ofHperturπεtionHεndHconfigurεtionHinterεctionHmethodsVHJournalhofhChemicalhPhysicsTH1989THeXTHYXd[UYXeX3.9 30

227 qnergyHcomponentHεnεlysisHofHtheHvεhnâ��–ellerHeffectHinHtheHmethεneHrεdicεlHcεtionVHJournalhofh
ChemicalhPhysicsTH1991THe]THdXd[UdXdd 3.9 30

226 untrinsicHπεrriersHofHsomeHmodelH”zZHreεctionsfHsecondUorderHyoellerUPlessetHperturπεtionH
cεlculεtionsVHJournalhofhthehAmericanhChemicalhSocietyTH1991THYY[THZ][]UZ][e 16.4 30

225 tundâ��sHruleHεndHsingletâ��tripletHenergyHdifferencesHforHmoleculεrHsystemsVHJournalhofhChemicalh
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224 mHtheoreticεlHinvestigεtionHofHtheHYT[UmigrεtionHinHεllylperoxylHrεdicεlsVHJournalhofhthehAmericanh
ChemicalhSocietyTH1993THYYaTHbdcUbe[ 16.4 29

223 oεnHcorrelεtionHπringHelectronsHcloserHtogetherkVHMolecularhPhysicsTH2009THYXcTHYXdeUYXe[ 1.7 28

222 †nHtheHlocεlHrepresentεtionHofHtheHelectronicHmomentumHoperεtorHinHεtomicHsystemsVHJournalhofh
ChemicalhPhysicsTH2008THYZeTHXZ]YYX 3.9 28

221 “ecomπinεtionHofHmethylHrεdicεlsfHεπHinitioHpotentiεlHεndHtrεnsitionUstεteHtheoryHcεlculεtionsVHTheh
JournalhofhPhysicalhChemistryTH1989THe[TH]ccZU]cce 28

220 unterpretεtionHofHtundOsHruleHforHfirstUrowHhydridesHmtHPmHiHlithiumTHπoronTHnitrogenTHfluorineQVHTheh
JournalhofhPhysicalhChemistryTH1990THe]TH[]dXU[]d] 28

219 ohεrgeHdevelopmentHεtHtheHtrεnsitionHstεtefHεHsecondUorderHyoellerUPlessetHperturπεtionHstudyHofH
gεsUphεseH”zZHreεctionsVHJournalhofhthehAmericanhChemicalhSocietyTH1991THYY[THYXcZUYXcb 16.4 28

218 mngulεrHεspectsHofHelectronHcorrelεtionHεndHtheHooulomπHholeVHJournalhofhChemicalhPhysicsTH1982TH
ccTH[acdU[adZ 3.9 28

217 –heHooulomπHholeHinHtheHZ[”HstεteHofHtheHheliumHisoelectronicHsequenceVHInternationalhJournalhofh
QuantumhChemistryTH1974THdTHZaaUZbY 2.1 28

216 “elεtiveHsizesHofHhighHεndHlowHspinHstεtesHofHεtomsVHNatureTH1974THZaXTHabbUabc 50.4 28

215 mnHevεluεtionHofHvεriousHcomputεtionεlHmethodsHforHtheHtreεtmentHofHorgεnoseleniumHcompoundsVH
JournalhofhPhysicalhChemistryhATH2005THYXeTHYX[c[Ue 2.8 27

214 mHoomputεtionεlH”tudyHofHtheHwineticsHofHtheHz†[tydrogenUmπstrεctionH“eεctionHfromHεH”eriesHofH
mldehydesHP·ot†f´ H·HiHrTHolTHtTHot[QVHJournalhofhPhysicalhChemistryhATH2002THYXbTH[d]U[e] 2.8 27

213 ohεrgeHεndHintrεculeHdensitiesHinHsinglyHexcitedHheliumlikeHionsVHJournalhofhChemicalhPhysicsTH1993TH
edTHcY[ZUcY[e 3.9 27

212 mHoompεrεtiveH”tudyHofHqlectronHpensitiesHinHoεrπonHyonoxideHoεlculεtedHfromHoonventionεlHεπH
unitioHεndHpensityHrunctionεlHyethodsVHThehJournalhofhPhysicalhChemistryTH1994THedTHbeddUbee] 27

211 mnHεπHinitioH”orHcεlculεtionHofHtheHeffectHofHwεterUεnionHεndHwεterUcεtionHinterεctionsHonHtheH
viπrεtionεlHfrequenciesHofHwεterVHSpectrochimicahActahParthA:hMolecularhSpectroscopyTH1986TH]ZTHYcaUYdX 27

210 –heHuonezεtionHPotentiεlsHofHnr[THnoY[HεndHnnr[VHChemicalhPhysicshLettersTH1968THYTHb]eUbaX 2.5 27

209 –heHeffectHofHmultiplicityHonHtheHsizeHofHironPuuQHεndHtheHstructureHofHironPuuQHporphyrinsVHJournalhofh
PhysicalhChemistryhATH2010THYY]THYX[YaUe 2.8 25

208 “eductionHofHhydrogenHperoxideHπyHglutεthioneHperoxidεseHmimicsfHreεctionHmechεnismHεndH
energeticsVHJournalhofhPhysicalhChemistryhATH2010THYY]THYeebUZXXX 2.8 25

207 qvεluεtionHofHeffectiveHcoreHpotentiεlsHεndHπεsisHsetsHforHtheHpredictionHofHtheHgeometriesHofH
εlkyltinHhεlidesVHJournalhofhPhysicalhChemistryhATH2006THYYXTHade[Ub 2.8 25

(2006-1993)
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206
mnHεπHinitioHstudyHofHtheHseriesHofHfluorinεtedHethεnesHoZtnrbUnHPnHiHXUbQfHgeometriesTHtotεlH
energiesTHεndHcεrπonUcεrπonHπondHdissociεtionHenergiesVHThehJournalhofhPhysicalhChemistryTH1992TH
ebTHbZdcUbZeX

25

205 tundâ��sHruleHεndHsingletâ��tripletHenergyHdifferencesHforHtheHlowestHnˇ�RHstεtesHofHformεldehydeTH
tZo†VHJournalhofhChemicalhPhysicsTH1989THeXTHab[dUab][ 3.9 25

204 –hermochemicεlHpεrεmetersHforHorgεnicHrεdicεlsHεndHrεdicεlHionsVHPεrtHZVH–heHprotonεtionHofH
hydrocεrπonHrεdicεlsHinHtheHgεsHphεseVHCanadianhJournalhofhChemistryTH1982THbXTH[XYYU[XYd 0.9 25

203 –heHeffectHofHelectronHcorrelεtionHonHoneUelectronHdistriπutionsVHChemicalhPhysicshLettersTH1976TH]]TH[b[U[ba2.5 25

202 PropertiesHofH–rεnsitionH”peciesHinHtheH“eεctionHofHtydroxylHwithHqthεneHfromHεπHunitioHoεlculεtionsH
εndHritsHtoHqxperimentεlHpεtεVHThehJournalhofhPhysicalhChemistryTH1995THeeTHdbbYUdbbd 24

201 –orquoselectivityHinHtheHzεzεrovHreεctionsHofHεllenylHvinylHketonesVHJournalhofhOrganichChemistryTH
2015THdXTHYX]ZUaY 4.2 23

200
mssessmentHofHseverεlHpr–HfunctionεlsHinHcεlculεtionHofHtheHreductionHpotentiεlsHforHziUTHPdUTHεndH
PtUπisUethyleneUYTZUdithioleneHεndHUdiselenoleneHcomplexesVHJournalhofhPhysicalhChemistryhATH2015TH
YYeTHeYYUd

2.8 23

199 mHdensityHfunctionεlHtheoryHstudyHofHtheHdimersHofHt·HP·HiHrTHolTHεndHnrQVHJournalhofhComputationalh
ChemistryTH2001THZZTHYaeXUYaec 3.5 23

198 mHoomputεtionεlH”tudyHofHtheHusomerizεtionHofHProlylHmmidesHmsHoεtεlyzedHπyHuntrεmoleculεrH
tydrogenHnondingVHJournalhofhPhysicalhChemistryhATH2002THYXbTHYYYbdUYYYcZ 2.8 23

197 yodelingHtheHεctionHofHεnHεntitumorHdrugfHεHdensityHfunctionεlHtheoryHstudyHofHtheHmechεnismHofH
tirεpεzεmineVHJournalhofhthehAmericanhChemicalhSocietyTH2001THYZ[THc[ZXUa 16.4 23

196 oonformεtionsHofHsimpleHdisulfidesHεndHxUcystineVHCanadianhJournalhofhChemistryTH1983THbYTHYXdZUYXda 0.9 23

195 YTnU“εdicεlHionsfHεnHεπinitioHstudyHofHrεcemizεtionHεndHisomerizεtionHofHtheHcyclopropεneHrεdicεlH
cεtionVHCanadianhJournalhofhChemistryTH1985THb[TH[Zd[U[Zde 0.9 23

194 ”ystemεticHstudyHofHtheHperformεnceHofHdensityHfunctionεlHtheoryHmethodsHforHpredictionHofH
energiesHεndHgeometriesHofHorgεnoseleniumHcompoundsVHJournalhofhPhysicalhChemistryhATH2011THYYaTH]dZcU[Y2.8 22

193 mHdensityHfunctionεlHtheoryHstudyHofHtheHmechεnismHofHtheHPεεlâ��wnorrHpyrroleHsynthesisVH
ComputationalhandhTheoreticalhChemistryTH2007THdYYTHecUYXc 22

192
yoleculεrHstructuresHεndHexcitedHstεtesHofHopyPo†QPZQHPopHiHetεPaQUoPaQtPaQgHyHiH“hTHurQHεndH
[olPZQ“hPo†QPZQΣPUQVH–heoreticεlHevidenceHforHεHcompetitiveHchεrgeHtrεnsferHmechεnismVHJournalhofh
thehAmericanhChemicalhSocietyTH2002THYZ]THZbb]UcY

16.4 22

191 mnHεssessmentHofHtheoreticεlHmethodsHforHtheHstudyHofHtrεnsitionHmetεlHcεrπonylHcomplexesfH
[olZ“hPo†QZΣâ��HεndH[olZ“hPo†QΣâ��HεsHcεseHstudiesVHJournalhofhChemicalhPhysicsTH2000THYY[THe[e[Ue]XY 3.9 22

190 ”tereoselectivityHofHnucleophilicHεdditionHtoHsuπstitutedHcyclohexεnonesfHεHstructureHεndHchεrgeH
densityHstudyVHJournalhofhthehAmericanhChemicalhSocietyTH1993THYYaTHebY]UebYe 16.4 22

189
–heHevεluεtionHofHextrεculeHεndHintrεculeHdensitiesHinHtheHfirstUrowHhydridesTHxitTHnetTHntTHotTHztTH
†tHεndHrtTHfromHselfUconsistentHfieldHmoleculεrHorπitεlHwεvefunctionsVHJournalhofhPhysicshB:hAtomicwh
MolecularhandhOpticalhPhysicsTH1990THZ[THYXeaUYYXa

1.3 22

RussellyJyBoyd
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188 nεlεncingHqxchεngeHyixingHinHpensityUrunctionεlHmpproximεtionsHforHuronHPorphyrinVHJournalhofh
ChemicalhTheoryhandhComputationTH2015THYYTH[XZZUd 6.4 21

187 ”tεtisticεlHelectronHcorrelεtionHcoefficientsHforHZeHstεtesHofHtheHheliumlikeHionsVHInternationalh
JournalhofhQuantumhChemistryTH1993TH]dTH[[U]Z 2.1 21

186 mngulεrHεspectsHofHexchεngeHcorrelεtionHεndHtheHfermiHholeVHInternationalhJournalhofhQuantumh
ChemistryTH1985THZcTH][eU]]e 2.1 21

185 –hermεlHεndHphotochemicεlHreεctivityHofHcyclopropeneHderivεtivesfHεHsemiUempiricεlHmoleculεrH
orπitεlHstudyVHCanadianhJournalhofhChemistryTH1977THaaTHZ]dZUZ]eY 0.9 21

184
–heoreticεlH”tudyHofHtheHqffectsHofHProtonεtionHεndHpeprotonεtionHonHnondHpissociεtionHqnergiesH
ofH”econdU“owHqlementsfHHoompεrisonHwithHrirstU“owHqlementsVHJournalhofhthehAmericanhChemicalh
SocietyTH1997THYYeTH]ZY]U]ZYe

16.4 20

183  εlidεtionHofHεHcomputεtionεlHschemeHtoHstudyHYazHεndHY[oHnucleεrHshieldingHconstεntsVHChemicalh
PhysicshLettersTH2005TH]XYTHcUYZ 2.5 20

182 mdditionHvsHmπstrεctionH“eεctionsHofHtheHyethylH“εdicεlHwithHzitronesTHmlkenesTHmldehydesTHεndH
uminesVHJournalhofhPhysicalhChemistryhATH2001THYXaTHcXebUcYXa 2.8 20

181 qlectronHpensitiesHofHtomonucleεrHpiεtomicHyoleculesHmsHoεlculεtedHfromHpensityHrunctionεlH
–heoryVHThehJournalhofhPhysicalhChemistryTH1996THYXXTHaZc]UaZdX 20

180 –heHeffectHofHεHneonHmεtrixHonHtheHhyperfineHstructureHofHotS]VHmHmodelHstudyVHChemicalhPhysicsh
LettersTH1993THZYYTHddUe[ 2.5 20

179 oomputεtionεlH”tudyHofHqngineeredHoytochromeHP]aXUoεtεlyzedHoUtHmminεtionfH–heH†riginHofHtheH
“egioUHεndH”tereoselectivityVHJournalhofhPhysicalhChemistryhBTH2017THYZYTHYXdaeUYXdbd 3.4 19

178 usHtheHsizeHofHεnHεtomHdeterminedHπyHitsHionizεtionHenergykVHChemicalhPhysicshLettersTH2009TH]dXTHYZcUY[Y 2.5 19

177 –heoreticεlH”tudiesHofHtheH“εdiεtionHProductsHofHtydroxyprolineVHJournalhofhPhysicalhChemistryhATH
2000THYX]THdad[UdaeZ 2.8 19

176
–heHloneHelectronHpεirHεndHcrystεlHpεckingfHoπservεtionsHonHpyrεmidεlHøqx[˛µHspeciesTHεπinitioH
cεlculεtionsTHεndHtheHcrystεlHstructuresHofHye[”†uTHqt[”uTHPye[”QZ”nolbTHPye[”†QZ”nolbTHεndH
Pqt[”QZ”nolbVHCanadianhJournalhofhChemistryTH1989THbcTHYed]UZXXd

0.9 19

175 PhotoelectronHspectrεHofHdiεzεπεsketeneTHdiεzεdeltεcycleneTHεndHrelεtedHpolycyclicHcisUεzoεlkεnesVH
JournalhofhthehAmericanhChemicalhSocietyTH1976THedTHZ[edUZ]Xb 16.4 19

174 qlectronicHenergyHchεngesHεssociεtedHwithHsuεnineHquεdruplexHformεtionfHεnHinvestigεtionHεtHtheH
εtomicHlevelVHJournalhofhPhysicalhChemistryhBTH2010THYY]THed[[Ue 3.4 18

173 oεlculεtionHofH’uεdrupoleHyomentsHofHPolycyclicHmromεticHtydrocεrπonsfHHmpplicεtionsHtoH
ohromεtogrεphyVHJournalhofhPhysicalhChemistryhATH1997THYXYTHa[c]Ua[cc 2.8 18

172 yodelingHcompetitiveHreεctionHmechεnismsHofHperoxynitriteHoxidεtionHofHguεnineVHJournalhofh
PhysicalhChemistryhATH2006THYYXTHeeXdUY] 2.8 18

171 typerfineH”tructuresHofHtheH”eriesHoZtnraUnTHnHiHXUafHmHpensityHrunctionεlH–heoryH”tudyVHTheh
JournalhofhPhysicalhChemistryTH1995THeeTHbZ[UbZe 18

(1995-2015)
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170 oonformεtionεlHεspectsHofHxUhistidineVHCanadianhJournalhofhChemistryTH1981THaeTH[Z[ZU[Z[b 0.9 18

169 mnHinitioHcεlculεtionsHofHZtHεndHY]zHquεdrupolεrHcouplingHconstεntsHinHhydrogenHπondedHdimersVH
ChemicalhPhysicshLettersTH1982THdeTH]cdU]dZ 2.5 18

168 PhotoelectronHspectrεHofHZT[Udiεzεπicyclo[ZVZVnΣεlkUZUenesHPnHiHYTZT[T]QVHJournalhofhthehAmericanh
ChemicalhSocietyTH1973THeaTHb]cdUb]dX 16.4 18

167 nondHlengthHεndHtheHelectronHdensityHεtHtheHπondHcriticεlHpointfH·UU·TH−UU−THεndHoUU−HπondsHP·HiHxiUrTH−H
iHzεUolQVHJournalhofhComputationalhChemistryTH2008THZeTH[bcUce 3.5 17

166 qfficientHsynthesisHofHtheHopticεllyHεctiveHdihydropyrimidinoneHofHεHpotentH˛–YmUHselectiveH
εdrenoceptorHεntεgonistVHCanadianhJournalhofhChemistryTH2002THdXTHb]bUbaZ 0.9 17

165 mHtheoreticεlHstudyHofHtheHchεngeHinHhomolyticHπondHdissociεtionHenergyHonHconversionHofHmUnHtoH
mUnStVHJournalhofhthehAmericanhChemicalhSocietyTH1989THYYYTHaYaZUaYaa 16.4 17

164 †nHtheHrelεtionshipHπetweenHtheHelectronUpεirHdistriπutionHfunctionHεndHtheHcorrelεtionHenergyHofH
εnHεtomVHInternationalhJournalhofhQuantumhChemistryTH1986THZeTHYUe 2.1 17

163 mtomicHorπitεlHpopulεtionsHεndHεtomicHchεrgesHfromHselfUconsistentHfieldHmoleculεrHorπitεlH
wεvefunctionsVHJournalhofhthehChemicalhSocietywhFaradayhTransactionsh2TH1987THd[THY[Xc 17

162 YTnU“εdicεlHionsfHtheHnεtureHofHtheHoneUelectronHtwoUcentreHπondHinHcyclopropεneHrεdicεlHcεtionsVHmnH
επinitioH”orHy†HεpproεchVHCanadianhJournalhofhChemistryTH1983THbYTHZ[YXUZ[Ya 0.9 17

161 cisUmzoxyεlkεnesVHuuuVHpichotomyHinHtheHthermεlHstεπilityHofHεzoUHεndHεzoxyεlkεnesVHJournalhofhtheh
AmericanhChemicalhSocietyTH1972THe]TH[ZbXU[ZbY 16.4 17

160 mtomicHenergyHεnεlysisHofHcooperεtivityTHεntiUcooperεtivityTHεndHnonUcooperεtivityHinHsmεllHclustersH
ofHmethεnolTHwεterTHεndHformεldehydeVHComputationalhandhTheoreticalhChemistryTH2015THYXa[TH[ZdU[[b 2 16

159 wineticsHεndH–hermodynεmicsHofHtheHyonomerâ��pimerHqquiliπriεHofHpiεlkoxydiπutylstεnnεnesVH
OrganometallicsTH2010THZeTHb[d]Ub[eZ 3.8 16

158 qlectronegεtivityHεndHtεrdnessHofHpisjointHεndH–rεnsferεπleHyoleculεrHrrεgmentsVHThehJournalhofh
PhysicalhChemistryTH1996THYXXTH[]]dU[]a[ 16

157 yodelingHtheHreεctionHmechεnismsHofHtheHimideHformεtionHinHεnHzUPoUcεrπoxyπenzoylQUxUεminoHεcidVH
JournalhofhthehAmericanhChemicalhSocietyTH2003THYZaTH[b]ZUd 16.4 16

156
mHcomπinedHquεntumHmechεnicsHεndHmoleculεrHdynεmicsHstudyHofHsmεllHvεhnâ��–ellerHdistortedH
hydrocεrπonsfHmnotherHdifficultHtestHforHdensityUfunctionεlHtheoryVHJournalhofhChemicalhPhysicsTH1999
THYYXTHYZXaeUYZXbe

3.9 16

155 †nHtheHsystemεticHπehεviourHofHcertεinHtεrtreeUrockHexpectεtionHvεluesVHJournalhofhPhysicshB:h
AtomichandhMolecularhPhysicsTH1978THYYTHxbaaUxbad 16

154 mHtheoreticεlHstudyHofHprotonHtrεnsfersHinHεqueousHpεrεUTHorthoUhydroxypyridineHεndHpεrεUTH
orthoUhydroxyquinolineVHChemicalhPhysicshLettersTH1996THZaeTHb]cUba[ 2.5 15

153 –heHinterεctionsHπetweenHεlkεliHmetεlsHεndHoZtZVHpensityHfunctionεlHtheoryHεsHεnHεnεlyticHtoolVH
ChemicalhPhysicshLettersTH1995THZ[aTH]ZZU]Ze 2.5 15
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152 –heHfirstUorderHvεhnâ��–ellerHdistortionHεndHtheHsymmetryHofHtheHelectronHdensityHinHtheHntS[HrεdicεlVH
JournalhofhChemicalhPhysicsTH1992THebTHYZ[ZUYZ[e 3.9 15

151 rermiHεndHooulomπHcorrelεtionsHinHtheHZYH”HstεteHofHtheHheliumHisoelectronicHsequenceVHTheoreticah
ChimicahActaTH1977TH]aTHbYUbc 15

150 †rπitεlHenergieHεndHchεrgeHdensitiesHinHπorεzineVHChemicalhPhysicshLettersTH1968THZTHZZcUZZe 2.5 15

149 –heoreticεlHinvestigεtionsHonHtheHreεctionHofHmonosuπstitutedHtertiεryUπenzylεmineHselenolsHwithH
hydrogenHperoxideVHJournalhofhPhysicalhChemistryhATH2010THYY]THYXcXbUYY 2.8 14

148 pensityHfunctionεlHtheoryHstudiesHofHtheHquεdrupoleHmomentsHofHπenzeneHεndHnεphthεleneVH
ChemicalhPhysicshLettersTH1997THZccTHZaZUZab 2.5 14

147 sεsUPhεseHunterεctionHofHoεlciumHPoεPZSQQHwithH”elenoHperivεtivesHofH—rεcilVHJournalhofhChemicalh
TheoryhandhComputationTH2008TH]THYXXZUYY 6.4 14

146 –heHtopologicεlHfeεturesHofHtheHintrεculeHdensityHofHtheHuniformHelectronHgεsVHChemicalhPhysicsh
LettersTH1999TH[X]TH[e[U[ed 2.5 14

145 yoleculεrHorπitεlHtreεtmentHofHsuπstituentHeffectsVHuVH”tructuresHofHsomeHcεrπonHεcidsHεndHtheirH
conjugεteHπεsesVHCanadianhJournalhofhChemistryTH1983THbYTH]aU]e 0.9 14

144
mnH”orâ��y†â��ozp†HstudyHofHequiliπriumHgeometriesTHforceHconstεntsTHεndHπondingHenergiesfH
ozp†Wn±VHPεrtHuuuVH–riεtomicsHεndHpolyεtomicsVHJournalhofhthehChemicalhSocietyhDaltonhTransactionsTH
1972THdYUdc

14

143 yechεnismHofHtheH“eductionHofHεnH†xidizedHslutεthioneHPeroxidεseHyimicHwithH–hiolsVHJournalhofh
ChemicalhTheoryhandhComputationTH2012THdTHaXaZUc 6.4 13

142 “eveεlingHunexpectedHmechεnismsHforHnucleophilicHεttεckHonH”U”HεndH”eU”eHπridgesVHChemistryhyhAh
EuropeanhJournalTH2013THYeTH[bZeU[d 4.8 13

141 orystεlHchemistryHofHtetrεrεdiεlHspeciesVHPεrtHYXVH–iltingHεtHwindmillsfHconformεtionsHofHtheH
tetrεphenylHspeciesH−Ph]XTH´–YHP−HiHnTHoTHzQVHCanadianhJournalhofhChemistryTH2002THdXTHY[aYUY[bb 0.9 13

140 –heHZ˛£SHstεtesHofHtne†THtyg†THεndHtoε†VHJournalhofhChemicalhPhysicsTH1996THYX]TH]XaaU]XbX 3.9 13

139 mH–heoreticεlH”tudyHofH”pinH–rεppingHπyHzitronefH–rεppingHofHtydrogenTHyethylTHtydroxylTHεndH
PeroxylH“εdicεlsVHThehJournalhofhPhysicalhChemistryTH1994THedTHYYcXaUYYcY[ 13

138
oleεvεgeHofHtheHrεdicεlHcεtionsHofHεlkenesgHYUπuteneHεndH]T]UdimethylUYUpenteneVHmπHinitioH
cεlculεtionsHonHtheHinterεctionHπetweenHtheHεllylHεndHεlkylHrεdicεlHεndHcεrπocεtionHmoietiesVH
CanadianhJournalhofhChemistryTH1991THbeTHY[baUY[ca

0.9 13

137 mπUinitioHmoleculεrHorπitεlHstudyHofHtheHcisWtrεnsHconformεtionsHofHtheHpeptideHπondVHInternationalh
JournalhofhQuantumhChemistryTH1981THZXTHYYcUYZc 2.1 13

136 untrεculeHεndHqxtrεculeHpensitiesfHtistoricεlHPerspectivesHεndHrutureHProspectsVHMathematicalhandh
ComputationalhChemistryTH2000THZ[YUZ]d 13

135 nondHcriticεlHpointsHinHtheHelectronicHstructuresHofHtheHmεinHgroupHdiεtomicHhydridesHofHlithiumH
throughHπromineVHJournalhofhComputationalhChemistryTH1987THdTH]deU]ed 3.5 12

(1987-1992)
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134 †nHtheHrermiHholeHinHεtomsVHJournalhofhPhysicshB:hAtomichandhMolecularhPhysicsTH1975THdTHxY[XUxY[[ 12

133 –heHrεdiεlHdensityHfunctionHεndHexpectεtionHvεluesHforHionsVHCanadianhJournalhofhPhysicsTH1978THabTHcdXUcdX1.1 12

132 mnH”orâ��y†â��ozp†HstudyHofHionizεtionHpotentiεlsHεndHorπitεlHenergiesHπyHtheHozp†Wn±HtheoryVHTheh
JournalhofhthehChemicalhSocietyhAwhInorganicwhPhysicaloreticalTH1971TH[aceU[ade 12

131 –heHoneUelectronHreductionHofHdithiolεteHεndHdiselenolεteHligεndsVHPhysicalhChemistryhChemicalh
PhysicsTH2014THYbTHYXdecUeXZ 3.6 11

130 ’–muyHinHprugHpiscoveryHεndHProteinHyodeling]cYU]ed 11

129 mngulεrHεspectsHofHelectronHcorrelεtionHεndHtheHooulomπHholeVHuuVH–heHZHY”HεndHtheHZH[”HexcitedH
stεtesHofHheliumVHJournalhofhChemicalhPhysicsTH1987THdcTHYZYbUYZYe 3.9 11

128 mnHqlectronHpensityH”ourceUrunctionH”tudyHofHpzmHnεseHPεirsHinH–heirHzeutrεlHεndHuonizedHsroundH
”tεtesVHJournalhofhComputationalhChemistryTH2018TH[eTHYYYZUYYZd 3.5 10

127 †rgεnotinHπondHdissociεtionHenergiesfHmnHinterestingHchεllengeHforHcontemporεryHcomputεtionεlH
methodsVHComputationalhandhTheoreticalhChemistryTH2014THYXaXTHcUY] 2 10

126 rεctorsHcontrollingHextremelyHstrongHmmmUpppHtriplyHhydrogenUπondedHcomplexesVHChemicalh
PhysicshLettersTH2008TH]aXTHZYXUZY[ 2.5 10

125 –heHeffectHofHelectronUwithdrεwingHgroupsHonHYazHεndHY[oHchemicεlHshiftsfHεHdensityHfunctionεlH
studyHonHεHseriesHofHpyrrolesVHMolecularhPhysicsTH2005THYX[THYYY[UYYZe 1.7 10

124 qffectsHofHmlkylH”uπstituentsHonHtheHqxcitedH”tεtesHofHzεphthεlenefHH”emiempiricεlH”tudyVHJournalhofh
PhysicalhChemistryhATH2000THYX]THYXZXUYXZe 2.8 10

123
mπHunitioH”tudiesHofHtheHoontrεstingHnutεdieneHoheletropicHεndHpielsâ��mlderHoycloεdditionH
“eεctivitiesH†πservedHforHâ��oεrπenicâ��HPhosphorusHPPhospheniumQHεndHmrsenicHPmrseniumQHoεtionsâ� VH
OrganometallicsTH1998THYcTH]XY]U]XZe

3.8 10

122 ProtonεtionHεndHpeprotonεtionHqffectsHonHtheHohemistryHofHtheH–hirdU“owHqlementsfHHtomolyticH
versusHteterolyticHoleεvεgeVHJournalhofhPhysicalhChemistryhATH1999THYX[THcXdcUcXe[ 2.8 10

121 oε†tHhεsHεHsecondHlineεrHstructureHtoε†VHJournalhofhChemicalhPhysicsTH1995THYX[THYXXcXUYXXc[ 3.9 10

120 unternεlHmotionHofHπenzeneVHmHmoleculεrHdynεmicsHsimulεtionHstudyVHChemicalhPhysicshLettersTH1995TH
Z]YTH[dXU[db 2.5 10

119 ”ingletUtripletHenergyHcomponentHdifferencesHinHhomonucleεrHdiεtomicsfHmHmultiUreferenceH
configurεtionHinterεctionHstudyHofHtundOsHruleVHChemicalhPhysicsTH1991THYacTHeeUYX] 2.3 10

118 qlectronHcorrelεtionHeffectsHinHtheH“ydπergUlikeH[[pHεndH[YpHstεtesHofHheliumUlikeHionsVH
InternationalhJournalhofhQuantumhChemistryTH1993TH]dTHYUY] 2.1 10

117 seometriesTHenergiesHεndHpolεritiesHofHcyεnopolyynesVHChemicalhPhysicsTH1981THadTHZX[UZYX 2.3 10

RussellyJyBoyd
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116 “efinementHofHtheH”m qâ��”orâ��y†â��ozp†HtheoryVHPεrtHuVHnondingHpεrεmetersVHThehJournalhofhtheh
ChemicalhSocietyhAwhInorganicwhPhysicaloreticalTH1969THZaedUZbXX 10

115 †nHtheHnondH†rderHπetweenHmtomsHinHmpproximεteH”orUy†H–heoryVHCanadianhJournalhofhChemistryTH
1973THaYTHYYaYUYYa] 0.9 10

114 ”cεlingHinHtheH”HεndHPHstεtesHofHtheHheliumHisoelectronicHsequenceVHTheoreticahChimicahActaTH1974TH
[[THceUdb 10

113 udentifyingHsimilεritiesHεndHdifferencesHπetweenHεnεlogousHπisdithioleneHεndHπisdiselenoleneH
complexesfHmHcomputεtionεlHstudyVHInternationalhJournalhofhQuantumhChemistryTH2016THYYbTH[beU[cb 2.1 9

112 qffectHofHεminoHεcidHligεndsHonHtheHstructureHofHironHporphyrinsHεndHtheirHεπilityHtoHπindHoxygenVH
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“eεctionsHofHmllenylH inylHwetonesHπyHpienesVHJournalhofhOrganichChemistryTH2015THdXTHYZa[aU]] 4.2 8

100 –heHoneUelectronHoxidεtionHofHεHdithiolεteHmoleculefHtheHimportεnceHofHchemicεlHintuitionVHJournalh
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